QSBR study of substituted phenols and benzoic acids.
The biodegradability of 30 substituted phenols and benzoic acids was determined by BOD technique. The molecular weight (Mw), heat of formation (Hf) and the energy of the highest occupied molecular orbital (E(Homo)) of the studied compounds were calculated by the quantum chemical method MOPAC6.0-AMI. The quantitative structure-biodegradability relationships (QSBRs) were developed by the linear regression method and neural network approach, respectively. It has been shown that the neural network method is able to provide a superior fit to the training set data and test set data and produce a lower prediction error than the linear regression method.